1244 GHCl; 1,2-Dichloropropane G A
ED, MM calculations C:.(G)
H3;C-CHCI-CH,CI

ra A9 6 deg’)
c-C 1.519(6) C(1)-C(2)-C(3) (A)  114.4(16)
C-ClI 1.793(5) Cl(1)-C(1)-C(2) (&) 111.2(9)
C-H 1.113(12) Cl(2)-C(2)-C(1) (A)  108.0(11)

CI(2)-C(2)-C(3) 109.7(11)

C(2-C(1)-H 109.9

Cl(1)-C(1)-H 109.06)

C(1,3)-C(2)-H 109.9

C(2)-C(3)-H 110.6)

aA) 9 174(6)

@G) ) ~58(10)
The molecule exists as a mixtureamiti A (74(7)%) and Cl2) Cl2)
gaucheG™ (26(7)%) conformers. Local symmetrieg,C Cl(1)
C, and G were assumed for the C-gHCH,C| and H H H
C-CH-C groups, respectively. The lengths of all the
C—H bonds and the two C—Cl bonds and the H C(3)HH SEH
CI-C(2)-C(3) angles for all the conformersre ° H ¢
assumed to be equal. A O G

The nozzle was &6°C

3 Twice the estimated standard errors.

®) Conformational differences were fixed at the values from molecular mechanics calculations.
9 Values from molecular mechanics calculations.

% Torsion angle CI-C—C—-Cl.
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